3-Hydroxy-4-phenyl-2,3,4,5-tetrahydro-1H-1,5-benzodiazepin-2-one: cis isomer In the title compound, C 15 H 14 N 2 O 2 , the seven-membered benzodiazepine ring adopts a twist-boat conformation and the two aromatic rings are inclined to one another by 81.06 (15) . In the crystal, molecules are linked by N-HÁ Á ÁO hydrogen bonds, forming chains propagating along the [101] direction. The chains are linked by C-HÁ Á ÁO hydrogen bonds, forming sheets parallel to the ac plane. Within the sheets, there are N-HÁ Á Á interactions present, and C-HÁ Á Á interactions link the sheets to form a three-dimensional structure.
Structure description
1,5-Benzodiazepine derivatives have been used as therapeutics for viral infections and cardiovascular disorder (Jacob et al., 2011; Maleki et al., 2014) . They are active against potassium blockers (Claremon et al., 1996) and are also employed as intermediates for the synthesis of several heterocyclic compounds (Minnih et al., 2014; Ahabchane et al., 1999) . As part of our studies in this area, we now describe the synthesis and crystal structure of the title compound, Fig. 1 .
The seven-membered ring (N1/N2/C1/C6-C9) adopts a twist-boat conformation [puckering parameters: Q(2) = 0.571 (3) Å , Q(3) = 0.375 (3) Å , '(2) = 230. 7 (3) and '(3) = 326.7 (5)
; total puckering amplitude Q = 0.682 (3) Å ]. The dihedral angle between the aromatic rings, C1-C6 and C10-C15, is 81.06 (15) . There is possibly an intramolecular O1-H1Á Á ÁO2 hydrogen bond (Table 1) , but the small O-HÁ Á ÁO angle of 122 (4) would indicate considerable strain.
In the crystal, molecules are linked by N2-H2AÁ Á ÁO1 i hydrogen bonds, forming chains propagating along [101]; see Table 1 and Fig. 2 . The chains are linked by C8-data reports
ii hydrogen bonds, forming sheets parallel to the ac plane (Table 1 and Fig. 2 ). Within the sheets there are N-HÁ Á Á interactions present, and C-HÁ Á Á interactions link the sheets to form a three-dimensional structure (Table 1 and Fig. 3 ).
Synthesis and crystallization
A mixture of o-phenylenediamine 1 (0.03 mol) and ethyl glycidate (0.03 mol) was refluxed in 80 ml of xylene for 48 h. The resulting crude mixture was left at room temperature Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C1-C6 and C10-C15 rings, respectively. 
Figure 2
The crystal packing of the title compound, viewed along the a-axis direction. Hydrogen bonds are shown as dashed lines (see Table 1 ). Computer programs: APEX3 and SAINT (Bruker, 2016) , SHELXT (Sheldrick, 2015a) , SHELXL2014 (Sheldrick, 2015b) , DIAMOND (Brandenburg & Putz, 2012) and SHELXTL (Sheldrick, 2008) .
Figure 1
The molecular structure of the title compound, with the atom labelling and 50% probability ellipsoids.
overnight. The trans diastereoisomer which precipitated was filtered. The filtrate was concentrated under reduced pressure and the oil obtained was chromatographed on a silica gel column with a mixture of ether/chloroform (50/50) as eluent, and gave the trans and cis isomers, with a predominance of the trans isomers. The cis isomer was recrystallized from ethanol solution to afford the title compound as colourless crystals.
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 2 .
data-1
IUCrData ( 
Special details
Experimental. The diffraction data were collected in three sets of 363 frames (0.5° width in ω) at φ = 0, 120 and 240°. A scan time of 40 sec/frame was used. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Symmetry codes: (i) x−1/2, −y+1/2, z−1/2; (ii) x+1, y, z; (iii) −x+1, −y+1, −z+1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å

